HRMS
(_____________________________________________________ O(1)-C(2) 1.203(2) C(2)-O(3) 1.358(3) C(2)-C(6) 1.514(3) O(3)-C(4) 1.442(2) O(1')-C(2') 1.196(6) C(2')-O(3') 1.363(5) C(2')-C(4) 1.517(6) O(3')-C(6) 1.424(5) C(4)-C(5) 1.537(2) C(5)-C(11) 1.530(2) C(5)-C(6) 1.538(2) C(5)-C(7) 1.539(2) C(7)-O(8) 1.419(2) O(8)-C(9) 1.420(2) C(9)-C(10) 1.537(2) C(10)-C(11) 1.520(2) C(10)-C(17) 1.533(2) C(10)-C(13) 1.541(2) C(11)-O(12) 1.2123(19) C(13)-O(14) 1.427(2) O(14)-C(15) 1.411(2) C(15)-O(16) 1.406(2) O(16)-C(17) 1.424(2) O(1)-C(2)-O(3) 119.6(2) O(1)-C(2)-C(6) 129.3(2) O(3)-C(2)-C(6) 111.01(16) C(2)-O(3)-C(4) 109.48(17) O(1')-C(2')-O(3') 113.9(8) O(1')-C(2')-C(4) 131.3(10) O(3')-C(2')-C(4) 112.3(6) C(2')-O(3')-C(6) 108.2(5) O(________________________________________________________________ O(1)-C(2)-O(3)-C(4) -177.7(2) 7 O(1')-C(2')-O(3')-C(6) 164(3) C(4)-C(2')-O(3')-C(6) 0(4) C(2)-O(3)-C(4)-C(5) -19.2(3) O(1')-C(2')-C(4)-C(5) -177(3) O(3')-C(2')-C(4)-C(5) -16(3) O(3)-C(4)-C(5)-C(11) 147.91(17) C(2')-C(4)-C(5)-C(11) 144.9(14) O(3)-C(4)-C(5)-C(6) 26.5(2) C(2')-C(4)-C(5)-C(6) 23.5(14) O(3)-C(4)-C(5)-C(7) -91.0(2) C(2')-C(4)-C(5)-C(7) -94.0(14) C(2')-O(3')-C(6)-C(5) 17(3) O(1)-C(2)-C(6)-C(5) -165.1(3) O(3)-C(2)-C(6)-C(5) 14.1(3) C(11)-C(5)-C(6)-O(3') -146.0(14) C(4)-C(5)-C(6)-O(3') -25.5(14) C(7)-C(5)-C(6)-O(3') 91.9(14) C(11)-C(5)-C(6)-C(2) -144.27(17) C(4)-C(5)-C(6)-C(2) -23.7(2) C(7)-C(5)-C(6)-C(2) 93.60(19) C(11)-C(5)-C(7)-O(8) -52.37(18) C(4)-C(5)-C(7)-O(8) -175.64(13) C(6)-C(5)-C(7)-O(8) 72.56(19) C(5)-C(7)-O(8)-C(9) 64.84(18) C(7)-O(8)-C(9)-C(
Computational Studies of 3
Geometrical optimizations and vibrational analysis were carried out employing density functional theory Becke three-parameter hybrid functional combined with Lee-Yang-Parr correlation functional method (B3LYP) in conjunction with 6-31G* basis set [1] . All calculations were performed using Gaussian03 suite of programs [2] implemented on dual core Opteron 240 personal computer under Linux operating system. Harmonic vibration frequencies were calculated for all localized stationary structures to verify whether they are true minima. 
